Key indicators: single-crystal X-ray study; T = 110 K; mean (C-C) = 0.004 Å; R factor = 0.025; wR factor = 0.065; data-to-parameter ratio = 17.3.
Related literature
For the bioactivity of thiophene derivatives, see: Wilson et al. (2010) ; Rudra et al. (2007) ; Altman et al. (2008) ; Morley et al. (2006) .
Experimental
Crystal data C 4 H 2 INO 2 S M r = 255.03 Monoclinic, P2 1 =c a = 9.195 (2) Å b = 9.727 (2) Å c = 7.6714 (17) Å = 105.043 (4) V = 662.6 (2) Å 3 Z = 4 Mo K radiation = 5.07 mm À1 T = 110 K 0.48 Â 0.29 Â 0.08 mm
Data collection
Bruker SMART 1K CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) Data collection: SMART (Bruker, 1999) ; cell refinement: SAINT-Plus (Bruker, 1999) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of the title compound, with the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq I1 0.742893 (19) 0.45070 (2) −0.00911 (2) 0.01661 (11) S1 0.63408 (8) 0.77403 (7) −0.09375 (9) 0.01554 (17) 
Geometric parameters (Å, °)
I1-C1 2.073 (3) N1-C4 1.433 (4) S1-C1 1.716 (3) C2-C3 1.412 (4) S1-C4 1.719 (3) C2-H2 0.9500 C1-C2 1.376 (4) C3-C4 1.361 (4) O2-N1 1.227 (4) C3-H3 0.9500 N1-O1 1.241 (3) C1-S1-C4 89.32 (14) C1-C2-H2 124.0 C2-C1-S1 113.2 (2) C3-C2-H2 124.0 C2-C1-I1 125.1 (2) C4-C3-C2 110.9 (3) S1-C1-I1 121.68 (16) C4-C3-H3 124.5 
